Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.005 Å; R factor = 0.043; wR factor = 0.106; data-to-parameter ratio = 9.5.
Related literature
The title compound is an intermediate of mitiglinide, which was obtained when 2-benzyl-4- [(3aS,7aR)-2,3,3a,4,5,6,7,7a octahydro-1H-isoindol-2-yl]-4-oxobutanoic acid was reacted with 1-(chloromethyl)benzene in ethyl acetate with potassium iodide as catalyst. For the use of mitiglinide, a potassium channel antagonist, in the treatment of type 2 diabetes, see: Reimann et al. (2001) .
Experimental
Crystal data benzyl-4-((3aS,7aR)-hexahydro -1H-isoindol-2(3H)-yl)-4-oxobutanoic acid was reacted with 1-(chloromethyl)benzene in ethyl acetate with potassium iodide as the catalyst. The octahydro-1H-isoindole ring is not on a plane and the two rings are twisted (C5-C6-C7-C8 = 73.6 (4)°, C3-C2-C1 = 112.5 (3)°, C4-C5-C6 = 111.2 (3)°). The 8-aza bicyclo-[4.3.0]nonane ring is almost chair conformation (N1-C1-C2 = 102.8 (2)°, N1-C8-C7 = 105.1 (2)°), The C2 and C7 H atoms are cis form with the H2-C2-C7-H7 torsion angle 42.36°.
To a solution of 2-benzyl-4-((3aS,7aR)-hexahydro-1H-isoindol-2(3H)-yl) -4-oxobutanoic acid (13.8 g), KI (0.8 g) and potassium carbonate (6.6 g) in ethyl acetate (50 ml), 1-(chloromethyl)benzene (3.7 g) was added droply. After addition, the mixture was heated and reflux for 21 h. The reaction mixture was poured into 60 ml ice-water. The organic layer was seperated and distilled. When the ethyl acetate was recovered, the residue was added 120 ml petroleum ether. The product was obtained through filtration and recystalled. 50 mg of the title compound was dissolved in 50 ml ethanol and the solution was kept at room temperature for 10 d for natural evaporation. Colorless single crystals of the title compound obtained was suitable for X-ray analysis.
Refinement
All H atoms attached to C atoms were fixed geometrically and treated as riding with C-H = 0.93 Å (aromatic), 0.98 Å (tertiary methyl CH group) or 0.97 Å (secondary CH 2 group), with U iso (H)=1.2Ueq(C). The merging of the Friedel pairs are 3840-2588 = 1252. The molecular structure of the title compound, drawn with 30% probability ellipsoids. 
Computing details

